Benchmarking the binding affinities obtained using AutoDock Vina (blue with blue dotted trendline) and using the present method (green with green losely dashed trendline). The identity line corresponding to a correlation coefficient of 1 is represented by the red dashed line. The trendline are obtained using a linear regression. The linear regressions equations for the affinities estimated using AutoDock Vina ( f Vina (x)) is given by: f Vina (x) = 0.105 x − 3.64 (R 2 = 0.141) while in the case of the present method ( f GAFF (x)) the equation is given by: f GAFF (x) = 1.23 x − 13.3 (R 2 = 0.488). All guests are taken from the CB[7] section of the review paper 1 and ∆G •bind exp is computed as ∆G •bind exp = RT ln(K) with the equilibrium constant K obtained from the reference paper. ∆G •bind exp is expressed in kcal/mol with R=8.3145 J/K/mol and T=300 K. 
Table S1
Top ranked 100 guests predicted using the GAFF model with GBSA-RRHO corrections labelled as their PubChem CID along with their canonical SMILES.
Label PubChem CID Canonical SMILES Label PubChem CID Canonical SMILES 
